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removability of by filtration, 
1105 
Extraordinary phase of diffusion, 
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dehydropeptides, 717 

Helix, 173, 185 

Helix breathing in DNA, vibronic 
energy transfer, 53 

Helix dipoles, 897 

Helix, II, III, and IV, 1263 

Helix-coil transition, 1327 
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stabilization of, by 
crosslinking with dextran, 517 

Human hemoglobin, dextran- 
linked, for blood substitute, 
517 

Hydration of 
polydeoxyribonucleotides, 
1065 

Hydrogen bond, modeling of, 1003 

Hydrogen bonding, 
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Hydrophobic interaction, 477 
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electronic transitions, 667 
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INDO/S calculations, complexes 
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Induced CD, calculation of, 1201 

Influenza virus, 309 

Infrared spectroscopy, 239 

Insulin/phenol complex, 441 

Insulin-R conformation, 441 

Interaction, conformational 
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hydrophobic interaction, 
between the solvent and 
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Interconversion of sugar in a- 
nucleosides, 249 

Internal energy, 33 

Intramolecular hydrogen bonding, 
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interactions, 85 

Inverse temperature transitions, 
373, 1251 

Ion distributions, 1491 

Ion transport antibiotics, 819 

Ion-binding properties of cyclic 
peptides, 993 

Ion-DNA interactions and 
binding, 1631 

Ionic interactions, electrostatic 
repulsion, 419 

Ionic interactions, ion pair 
formation, 419 

Ionization of tyrosine, 1251 

Ionophore, 819 

Ionophores, 757 

Ion-pair, 1193 
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Iron-sulfur complex, 1535 

IR-spectroscopy method, 189 
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concentration from, 1675 
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transduction, 1243 
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Kappa carrageenan, 551 

Kelatorphan, 407 

Kinetics, of aa-tropomyosin 
subsequences folding, 751 

Knowledge-based modeling, 11 


L-iduronic acid, NMR spectra of, 
585 

L-iduronic acid, ring conformation 
of, 597 

Langevin dynamics, 523 

Ligand binding, 925 

Ligand-induced multiphasic 
thermal protein denaturation, 
925 

Lipo-gastrin, 1545 

Liposomes, 1545 

Liquid-liquid phase separation, 
1173 

Loop, B, C, and D, 1263 

Loop, hairpin, 1263 
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Luminescence, 1421 

Lysine, 491 

Lysozyme, 1431, 1443 

Lysozyme, human, 315 

Lysozymes, 897 


Macromolecular crowding, 1365 

Macromolecules, 1393 

Maltose, optical rotation, 1571 

MAS NMR to study a peptide in 
bilayer, 427 

MD calculation of cinnamycin, 427 

Measles virus, 309 

Membrane, fusion, 309 

Membrane models, 1061, 1755 

Membrane transport by 
ionophores, 819 

Metal ions, 1181 

Metastability, 695 

Metastable states, nonequilibrium 
conformational states as 
feasible forms of, 467 

Metastable states, nonthermal 
excitations of, stability 
against thermal fluctuations, 
471 

Met-enkephalin, 1061, 1755 

Methylated peptides, 491 

Mg-DNA solutions, 1339 

Micelles, 1755 

Mixtures of conformations, 1327 

Model building study, of DNA/ 
RNA triple helix, 1593 

Model for halophilic proteins, 981 

Model peptide, 1193 

Modeling of peptide segments, 33 

Modeling, of proteins and 
peptides, 1003 

Modeling strategy, molecular 
design studies of new 
nonlinear optical 
photochromic biopolymers, 
1129 

Molecular conformation, 
ascidiacyclamide, a cytotoxic 
cyclic peptide, by, 131 

Molecular design, 11 

Molecular dynamics, 23, 161, 1263, 
1283 

Molecular dynamics (MD) 
simulations, 1277 

Molecular dynamics, simulation, 
561 

Molecular dynamics simulation, 
DNA, 783 

Molecular dynamics simulations, 
of cyclic pentapeptides, 1727 

Molecular modeling, 1755 

Molecular recognition, computer 
studies of, 1215 

Molecular scission, 911 

Molecular shape analysis, applied 
predicting protein complexes, 
1215 
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Molecular thermodynamics, 1375 

Monte Carlo method, 3, 33 

Monte Carlo simulation, thymine 
photodimerization, 53 

Monte Carlo simulations, 1491 

Monte Carlo simulations, multiple 
minima problem, 359 

Mops, morpholino-propane 
sulfonic acid, 73 

Morphiceptin, 957 

Morphine side effects, 407 

Mucin, solution properties and 
rheology, 1665 

Multifrequency phase 
fluorometry, 1447 


NaCl, 491 

NaClQ,, 491 

Na-hyaluronate, 303 

Nearest-neighbor stacking free- 
energies in DNA, evaluated 
from, 849 

Nearest-neighbor stacking free- 
energies in DNA, optical 
melting studies of, 849 

Nephelometry immunoassay, 
thyroxine, triiodothyronine, 
Hbs antigen, 971 

Neuropeptides, 1061 

Neuropeptides interactions with 
membrane models, 85 

Neutral endopeptidase, 407 

New analgesics, 407 

New antihypertensives, 407 

NMR, 367, 435, 957, 1163, 1755 

NMR, of GRF analogues, 649 

NMR spectroscopy, 1695 

NMR spectroscopy of calcium- 
binding peptides, 391 

NMR spectroscopy of cinnamycin, 
427 

NMR spectrum, of B. megaterium 
5S rRNA, 1263 

NMR studies of a hirudin peptide, 
energy refinement, 
conformations of a peptide 
from, 359 

NOE constraint potential for, 633 

NOE effects in bilayers, 427 

NOE, homonuclear proton, 1263 

NOESY, ROESY, 335 

NOESY spectra of bradykinin and 
substance P in SDS micelles, 
85 

Normal mode analysis, 321, 1025, 
1393, 1503 

Normal mode analysis, of proteins, 
315 

Normal modes, of proteins, 209 
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Nuclear magnetic resonance 
(NMR) studies, 381 

Nuclear magnetic resonance, 
magnetization transfer, 1727 

Nuclear magnetic resonance, of 
cyclic pentapeptides, 1713, 
1741 

Nuclear Magnetic Resonance 
spectroscopy, 335 

Nuclear Magnetic Resonance 
spectroscopy, of proteins, of 
peptides, structure 
determination by, 327 

Nuclear magnetic resonance 
studies, of cation binding 
environments on DNA, 1703 

Nuclear magnetic resonance 
studies, of cobalt hexammine 
binding environments on 
DNA, 1703 

Nuclear Magnetic Resonance 
studies, of cyclic peptides, 993 

Nuclear Magnetic Resonance 
studies of triple-helical 
peptides, 447 

Nuclear Overhauser effect, 277 

Nucleic acid, 1077 

Nucleosides, 1365 

Nucleotides, 1365 


Odorant-binding protein, 457 

Oligonucleotide conformations, 
1491 

Oligonucleotides, 1365, 1491 

Oligosaccharide conformation, 277 

Opioid peptides, 367 

Optical Rotation, maltose, 1571 

Oriented DNA fibers, 1631 

Origin of swelling and heat 
production in nerve, 
associated with excitation 
process, 1019 

Osmotic pressure, and 
compressibility of connective 
tissues, 219 

Osmotic pressure, and Donnan 
equilibrium for 
polyelectrolytes, 219 

Osmotic pressure, and hydration 
forces, 219 

Osmotic pressure, and virial 
coefficients, 219 

Osmotic pressure, by equilibrium 
dialysis, 219 

Osmotic pressure, versus 
concentration for 
Glycosaminoglycans, 219 

Oxygen-carriers, from hemoglobin 
and dextran, 517 

Oxytocin in DMSO solution, 1599 


Packing, of spheres, 3 

Papain, use in peptide synthesis, 
1461 

Partial molar volumes, 537 

Partition, coefficient, 1365 

Partition function, 1327 

Partition, in two-phase system, 
1365 

Partition, of oligonucleotides, 1365 

Pathways, 1D-staggered and 4D- 
staggered oligomers, 497 

PEG, 1365 

Peptaibol antibiotics, enzymatic 
synthesis of, 1461 

Peptidase inhibitors, 407 

Peptide, 643, 1271 

Peptide antagonists, 335 

Peptide concentration, from 
isodichroic point, 1675 

Peptide conformation, 173, 649, 
1237 

Peptide conformation by X-ray 
crystal structure analysis, 819 

Peptide conformational analyses, 
energy minimizations and, 
1407 


Peptide conformational analyses, 
of dipeptide backbones, 1407 
Peptide conformational analyses, 


statistical analyses and, 1407 

Peptide geometry restoring energy 
terms, 1003 

Peptide hormones, 335 

Peptide induced conformations, 
575 

Peptide mechanics, 1003 

Peptide stability, 1695 

Peptide synergists, 335 

Peptide synthesis, catalyzed by 
proteases, 1461 

Peptide vesicles, 1545 

Peptides, 435, 523, 1181, 1327 

Peptides, containing 
dehydroaminoacidic residues, 
727 

Perchlorate, 185 

Phase system, 1365 

Phase transition, 303 

o-angle, 435 

Phospholipase A,, peptide 
inhibitors, 341 

Phospholipid, phase behavior, 309 

Phylogenesis of collagen, 941 

Plant-type ferredoxin model, 1535 

Poisson—Boltzmann cell model, 
1311 _ 

Poisson—Boltzmann equation, 897 

Poisson—Boltzmann equation, 
finite difference, 145 


Poly(i-Lysine), 185 
Poly(amino acids), 411 
Poly(spiropyran-L-glutamate), 
alpha-helical model, 1129 
Poly(spiropyran-L-glutamate), 
coupling between 
chromophore reaction and 
backbone conformational 
changes, 1129 
Poly(spiropyran-L-glutamate), 
influence of chromophore 
isomerization, 1129 
Poly(spiropyran-L-glutamate), 
molecular mechanics and 
dynamics calculations, 1129 
Poly(spiropyran-L-glutamate), 
polypeptide model 
destabilization by 
merocyanine substitution, 
1129 
Poly(Trimethyl-L-lysine), 185 
Poly(a-aminoisobutiric acid), 
conformational study of, 621 
Poly(a-aminoisobutiric acid), 
helical structure of, 621 
Poly(a-aminoisobutiric acid), 
molecular mechanical study 
of, 621 
Poly(a-aminoisobutiric acid), 
structure, 621 
Polyamides, 643 
Polycarbonate, tyrosine derived, 
411 
Polyelectrolyte, 1311 
Polyelectrolyte theory, 541, 1491 
Polyelectrolytes, 1105 
Polyelectrolytes, bacterial 
hyaluronate, 1105 
Polyelectrolytes, chondroitin 
sulfate, 1105 
Polyelectrolytes, heparin, 1105 
Polyelectrolytes, poly-L-lysine, 
1105 
Polyelectrolytes, sodium 
polyacrylate, 1105 
Poivelectrolytes, sodium 
polystyrene sulfonate, 1105 
Polyethylene glycol, 1365 
Polyfunctional hydrophilic 
microspheres, optimization of 
the synthesis, 971 
Polyglycine, 643 
Polypentapeptide of elastin, 373, 
1251 
Polypentapeptide syntheses, 1251 
Polypeptide conformation, 239 
Polysaccharide—polysaccharide 
interactions, 551 





Potential energy calculations, 
electrostatic, 597 

Potential energy calculations, hard 
sphere exo-anomeric, 597 

Potential energy penalty function, 
1277 

Potential of mean force (PMF), 
1123 

Proline, 1431, 1443 

Proline, functionalized analogs, 
1519 

Proline in transmembrane protein, 
399 

Proline, 4-mercapto derivatives, 
1519 

Proline-containing peptides, 575 

Propeller twist, 783 

Protein, 1283 

Protein complexes, computer 
prediction of, 1215 

Protein conformations, 239 

Protein de novo design, 1283 

Protein docking, by a geometric 
approach, 1215 

Protein dynamics, 315 

Protein folding, 695 

Protein folding, a-helices, 107 

Protein, intercalation of 
tryptophan with d(CpG), 667 

Protein liquid membrane, 1173 

Protein, nucleic acids interactions, 
667 

Protein stability, 1431 

Protein stability of two-stranded 
a-helical coiled-cells, effect 
of pH, 419 

Protein stability of two-stranded 
a-helical coiled-coils, effect 
of interchain disulfide bridge, 
419 

Protein stability of two-stranded 
a-helical coiled-coils, effect 
of ionic strength, 419 

Protein stability of two-stranded 
a-helical coiled-coils, 
guanidine hydrochloride 
denaturation studies, 419 

Protein stability of two-stranded 
a-helical coiled-coils, 
hydrophobic interactions, 419 

Protein structure, analysis of, 3 

Protein surfaces, shape analysis 
of, 1215 

Protein-ligand docking, applied to 
heme-apomyoglobin, 1215 

Proteins, 321, 381, 1503 

Proteins, thermodynamic 
properties, 209 

Proteins, Vibrational spectra, 1025 


Proton, 1755 

Proton longitudinal relaxation 
studies of membrane models 
and neuropeptides, 85 


Quantum yield, pyrimidine 
photodimerization, 53 


Racemic crystals, 643 

Ramachandran angles, 1431 

Ramachandran energy map, 1443 

Random coils, 1327 

RB 101, 407 

Receptor binding, 957, 1545 

Reduced isosteres, 957 

Reptation, 893 

Residual helical preference, 1193 

Restrained molecular dynamics, 
1599 

Restricted glycosyl conformation 
in a-nucleosides, 249 

Restricted range of sugar puckers 
in a-nucleosides, 249 

Retinol-binding protein, 457 

Retrothiorphan, 407 

Reverse turns, impact of an 
interfacial environment, 1741 

Reverse turns, in model peptides, 
1713 

Reverse turns, in proline- 
containing model peptides, 
293 

Reversed-phase high-performance 
liquid chromatography, 575 

Reversible processes in metastable 
states, conditions for, 467 

Reversible processes in metastable 
states, energy cost of a 
measurement, relation to, 467 

Ribosomal protein, 1263 

Ribosomal RNA, B. megaterium 
5S, 1263 

RNA structure, energy 
minimization, 1263 

RNA structure, molecular 
dynamics, 1263 

Rotamer conformations, a-helices, 
107 


Salt bridges, 1181 

Salt bridges, 119 

Salt dependence, 1123 

Salt effects, 1623 

Sarafotoxin, 353 

Scalar coupling constants, 1277 

SDS micells and bilayers, 427 

Secondary structure, 1181, 1351 

Secondary structure, reproduction 
by force field, 1003 
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Selectivity, 367, 407 

Sequence alignment and fold 
prediction, 457 

Sequence-dependent properties of 
DNA, 1679 

Shapes of backbones of chain 
molecules, 1609 

Shapes of irregular proteins, 1609 

Side-chain/backbone interactions, 
TPT model, 61 

Simulated annealing, 33, 561 

Single residue energy, 1003 

Sodium dodecyl sulfate, 1755 

Solute partitioning, treatment of 
by Flory—Huggins theory, 711 

Solution behavior, 911 

Solution conformations, 1163 

Solution rheology, of mucins, 
molecular weight, and 
concentration dependence, 
1665 

Solvent effects on the 
conformation of cinnamycin, 
427 

Solvent-accessible surface, 
application to protein 
docking, 1215 

Solvent-excluded volume, cubical 
representation of, 1215 

Spectroscopic studies, of 
interaction between poly(9- 
vinyladenine), and single or 
multistrand, 
poly[r(A)] - poly[r(U)], 811 

Spherical shape maps, 1609 

Spin coupling constants in 
proteins, in peptides, vicinal, 
homonuclear, heteronuclear, 
327 

Spin-lattice relaxation times, 1339 

Statistical predictions of 
secondary structure, 119 

Stopped flow circular dichroism, of 
aa-tropomyosin 
subsequences folding, 751 

Substance P, binding of Ca** by, 
1765 

Substance P, bioactive 
conformation of, 1765 

Substance P, Bradykinin, 1061 

Substance P, ionophoretic action 
of, 1765 

Substance P, N- and C-terminal 
fragments of, 1765 

Substance P, translocation of Ca?* 
by, 1765 

Subunit interactions, effect of 
peptide concentration, 419 
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Subunit interactions, effect on 
protein stability, 419 

Subunit interactions, hydrophobic 
interactions, 419 

Supercoiled DNA, 893 

Surface charges’ distribution, 897 

Synthesis, 1271 

Synthesis of cyclic peptides, 993 

Synthetic peptides, antibody 
binding by, 1407 

Synthetic peptides, antigenicity of, 
1407 

Synthetic peptides, as antigenic 
determinants, 1407 

Synthetic peptides, residue 
substitution analogs of, 1407 

Synthetic vaccines, 1407 

Syringomycin E, extinction 
coefficient of, 1317 

Syringomycin E, spectroscopic 
properties of, 1317 

Systematic search, 1519 


T, simulation and NOE 
simulation, 277 

TASP (Template Assembled 
Synthetic Protein), 1283 

Tb(IID), 1421 

Telomeric end, 1421 

Temperature and hydration 
dependences of quadrupolar 
NMR splittings of 
counterions, ’Li*, 7*Na‘*, 
Cat. 1631 

Temperature dependence, of a- 
helix CD, 1581 

Temperature dependencies, 1339 

Temperature factor, 315 

Template, 1283 

Tetrapeptides involved in 6-turns 
in methanol/water (60/40), 
119 

TFP, trifluoperazine, 73 

Thermal unfolding, 981 

Thermally induced protein 
denaturation, 925 

Thermodynamics of minor groove 
binders, 1065 

Thioethers, as cyclic constraint, 
1519 


Thiorphan, 407 

TnC, troponin C, 73 

TNS, toluidinyl-naphthalene 
sulfonate, 73 

Transitions between metastable 
states, accurate recognition 
as a measurement process, 
relation to, 471 

Transitions between metastable 
states, dissipative and 
reversible transitions, 
relation to efficient 
operation, 471 

Transmembrane model helices, 
399 

Transmembrane proteins, 399 

Trifluoroethanol, 1695 

Triple helix formation, of nucleic 
acid polymer containing 
L-deoxyadenosine, 1593 

Tripodal peptide molecules, 
vibrational circular dichroism 
of, 765 

Tropomyosin subsequences, 
folding of, 751 

TT mismatches, 783 

Turn mimetic, 1283 

Turn-forming characteristics, 
abnormal, in N-pivaloyl 
proline units, 293 

Two-dimensional NMR 
spectroscopy, 1599 

Two-stranded a-helical coiled- 
coils, 419 

Type I collagen, 497 

Tyramine, 411 

Tyrosine, 411 

Tyrosine sulfated analogs, 407 


Ultraviolet-visible spectroscopy, 
1061 

Uteroglobin fragments, 
conformation of by CD and 
NMR, 341 


Valinomycin analogue, 819 

Valinomycin analoguess, 757 

Vibrational analysis of N- 
methylacetamide in water, 
829 


Vibrational circular dichroism, 
239, 1237 

Vibrational circular dichroism 
studies, of tripodal peptides 
with interchain hydrogen 
bonding, 765 

Vibrational spectra, 321, 1503 

Vibrations in DNA, helix 
breathing modes, 53 

Vibronic energy transfer, 
symmetry switching in 
thymine photodimerization, 
53 

Virus, fusion proteins, 309 

Viscoelasticity, of mucin 
glycoproteins, 1665 

Viscosity, 367 

Volume and enthalpy, 1065 


Water structure, 725 
Wet-spun films, 303 
Wobble pairs, 783 


X-ray, 1155 

X-ray crystal analysis, of free- 
form and solvate crystals, 131 

X-ray crystal structure of cyclic 
peptides, 819 

X-ray crystallographic refinement, 
of dynamic structure, 315 

X-Ray crystallography, 441 

X-ray diffraction, 303, 643, 1559 

X-ray diffraction, Gly-L-Ala-t-Ile, 
107 

X-ray structure, 1271, 457 


Z-DNA, counter-ion distribution 
of, 1035 

Z-DNA, intramolecular, hydration 
of, 1035 

Z-DNA, intramolecular structure 
of, 1035 

Z-DNA, molecular dynamics 
simulation of, 1035 

Z-DNA, reorientational dynamics 
of first hydration shell, 1035 

Z-DNA, water bridges, life-time of, 
1035 

Z-DNA, Z; > Zy,-transition, 1035 

Z-form DNA, 271 

Zinc phenol interaction, 441 











